Qualitative Analysis Report

Data Filename  TOX21_400032_TMS 1.D Sample Name NCGC Tox21_400032 from EQ4 SP109717
Position 100 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213993

Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.395-7.459 min, 12 Scans) TOX21_400032_TMS 1.D Subtract
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Spectrum Source
Peak (2) in "+ TIC Scan"

410 4 |+ Scan (7.470-7.551 min, 15 Scans) TOX21_400032_TMS 1.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.072 min, 23 Scans) TOX21_400032_TMS 1.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3 |+ Scan (14.628-14.737 min, 20 Scans) TOX21_400032_TMS 1.D Subtract

50.0 76.0
2.5
168.0

21 30.0
1.5+ 92.0

14 63.0 122.0
0.5 39.0

138.0 152.0
0 18.'0 Ll I||‘. | . ||| il h | 10.8'0 | | L
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.108 min, 16 Scans) TOX21_400032_TMS 1.D Subtract

313.3
51 75.0

43.1 103.0

29.1

.|..I. |, 129.0 1711 199.1 227.2 2552 297.2 L
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Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---

Agilent Technologies Page 3 of 3 Printed at: 12:34 PM on: 5/14/2014



Qualitative Analysis Report

Data Filename

TOX21_400032_TMS 2.D

Sample Name

NCGC Tox21_400032 from A19 SP109722

Position 19 Instrument Name 5975C_MR
User Name Kirill Acq Method C1_28-0_2_520_mt384_sndv.M
User Chromatograms
x10 6 |+ TIC Scan TOX21_400032_TMS 2.D
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x102 |+ Scan (7.262-7.326 min, 12 Scans) TOX21_400032_TMS 2.D Subtract
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Spectrum Source
Peak (2) in "+ TIC Scan"

x10 3 |+ Scan (7.389-7.447 min, 11 Scans) TOX21_400032_TMS 2.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.447-7.476 min, 6 Scans) TOX21_400032_TMS 2.D Subtract
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x104 |+ Scan (7.505-7.598 min, 17 Scans) TOX21_400032_TMS 2.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (7.760-7.835 min, 14 Scans) TOX21_400032_TMS 2.D Subtract
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Spectrum Source
Peak (6) in "+ TIC Scan"

x104 |+ Scan (7.950-8.084 min, 24 Scans) TOX21_400032_TMS 2.D Subtract
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1
0.5
0 ‘ ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (8.593-8.651 min, 11 Scans) TOX21_400032_TMS 2.D Subtract
1.2 75.0
14
0.8 127.0 155.0
0.6 170.1
041 45.0
0.2 142.0
170 290 | 59.0 850 99.0 110.9 ‘
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Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (8) in "+ TIC Scan"
x103 |+ Scan (9.316-9.385 min, 13 Scans) TOX21_400032_TMS 2.D Subtract
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1
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Peak (9) in "+ TIC Scan"
x10 2 |+ Scan (9.385-9.455 min, 13 Scans) TOX21_400032_TMS 2.D Subtract
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2] 45.0
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

<10 3 |+ Scan (11.769-11.844 min, 14 Scans) TOX21_400032_TMS 2.D Subtract
61.0
2,
1.5-
1
0.5 42.0 69.0 185.0
27.0 : 88.0
ol %y Jw o gy %7 1080 1258 1720 | |
20 40 60 80 100 120 140 160 180 200 220

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (11) in "+ TIC Scan"

x103 |+ Scan (14.627-14.737 min, 20 Scans) TOX21_400032_TMS 2.D Subtract

50.0 76.0 168.0

41 30.0
92.0

122.0
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18.0 I | h | 108.0 | 152.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (12) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.102 min, 15 Scans) TOX21_400032_TMS 2.D Subtract
313.3
75.0
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Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400032_TMS 3.D Sample Name NCGC Tox21_400032 from A19 SP109729
Position 19 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

x10 6 |+ TIC Scan TOX21_400032_TMS 3.D
1.75+ 1
1.5
1.25+
1,
0.751
0.5
0.25+ 36
ol i
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Counts vs. Acquisition Time (min)
x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.366-7.464 min, 18 Scans) TOX21_400032_TMS 3.D Subtract
6 147.0

3 73.0

1] 45.0 64.0 780 103.0 191.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x104 |+ Scan (7.476-7.569 min, 17 Scans) TOX21_400032_TMS 3.D Subtract
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2 173.0
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (7.742-7.817 min, 14 Scans) TOX21_400032_TMS 3.D Subtract
Ly 75.0
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Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

<10 4 |+ Scan (7.933-8.049 min, 21 Scans) TOX21_400032_TMS 3.D Subtract
4,
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3
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.570-8.668 min, 18 Scans) TOX21_400032_TMS 3.D Subtract
2,
1.75+
1.5
1.251 127.0
14

0.75- 169.1
0.5 45.0
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Counts vs. Mass-to-Charge (m/z)

188.1
|

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.304-9.380 min, 14 Scans) TOX21_400032_TMS 3.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

«10 3 |+ Scan (11.758-11.839 min, 15 Scans) TOX21_400032_TMS 3.D Subtract
| 61.0
2,
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14
0.5 42.0 185.0
o 14.9 27.0 I| ' “68‘-9 87.9 119.9 148.1 171.9
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (14.616-14.761 min, 26 Scans) TOX21_400032_TMS 3.D Subtract

50.0 76.0 168.0
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|| |
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0 -18|-0 1 I||‘. | ||| ‘|| | 1 Al 1050 | | |
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (21.009-21.096 min, 16 Scans) TOX21_400032_TMS 3.D Subtract
313.3
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431 103.0

a0 A
0 ‘ | Al .|||‘| I||| ||||.|||.l‘|| |.| 1 157.1 185.1 227.2 255.2 297.2 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400032_TMS 4.D Sample Name NCGC Tox21_400032 from I10 SP109729
Position -54 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

10 6 |+ TIC Scan TOX21_400032_TMS 4.D

1.75
1.51
1.25 |
1,
0.75
0.5 |
0.25
O,

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
21.044
8,
6,
4
2 14.638
) 9.338 | h
0,

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x104 |+ Scan (7.378-7.430 min, 10 Scans) TOX21_400032_TMS 4.D Subtract
14 147.0
0.8
0.6
73.0
0.4
103.0
0.2
45.0 66.0 133.0 1911
0 29.0 Ll T | m 88.0 114.9 L || 1611 |
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2
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29.0 92.0
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41.1 80.1
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||| | |I....l|. Ul ||. 11 ||||.
\

121.0
| | ‘|| | 1

+ Scan (7.441-7.470 min, 6 Scans) TOX21_400032_TMS 4.D Subtract

147.9

170.0 190.9

20 30 40 50 60 70 80 90 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)

150 160 170 180 190 200

Spectrum Source
Peak (3) in "+ TIC Scan"

126.0

69.0
78.0

61.0
28.0

45.

+ Scan (7.487-7.568 min, 15 Scans) TOX21_400032_TMS 4.D Subtract

173.0

158.0 192.0

20 30 40 50 60 70 80 90 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)

150 160 170 180 190 200
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 3 |+ Scan (7.759-7.817 min, 11 Scans) TOX21_400032_TMS 4.D Subtract
1.2 75.0

LN 129.0

0.8

0.6+ 157.1
0.4

0.21 340 +°0 58.9 172.1
' : - 101.0 143.0 T ss1
0 1 \‘ L u‘ \‘H\ ‘\\ . M\“\‘ ‘\ \‘\‘!850 \‘ 1130 “M ‘ L ‘ ‘\ \.‘

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.933-8.066 min, 24 Scans) TOX21_400032_TMS 4.D Subtract

3.5
3
2.5
2]
1.5
14
0.5

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 2 |+ Scan (8.066-8.118 min, 10 Scans) TOX21_400032_TMS 4.D Subtract

73.0
7 147.0

3 45.0
2 61.0 99.9
1 28.0

0 L n“\h\‘ Il H\ \‘\\‘\“ g Al “\ I

20 40 60 8 100 120 140 160 180 200 220 240 260
Counts vs. Mass-to-Charge (m/z)

162.0

132.0 173.9
91'9‘ ol || 1920 220
L L 1 | dl |
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

%10 3 |+ Scan (8.575-8.662 min, 16 Scans) TOX21_400032_TMS 4.D Subtract
2 75.0
1.5-
127.0
170.1
1’ 155.0
0.5 45.0 142.0
270 55.0 85.0 g90
0 i .II.‘ | |‘|||l| | ‘|l||II‘| L |..|J| |.‘| | |. 11?0 I [N | | 1880

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (9.304-9.345 min, 8 Scans) TOX21_400032_TMS 4.D Subtract

1.75+ 73.0
1.51
1.25+
14

105.0

0.751 163.0
0.5]
0.25 ] 45.0 589 120.0 134.9

33.9
18.'0 ol II|.|.‘ ....J|‘ Lo |I| 88|0 | N | I] | |

146.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3 |+ Scan (9.345-9.408 min, 12 Scans) TOX21_400032_TMS 4.D Subtract

1.2 73.0
14
0.8 105.0

0.6

04 163.0

45.0
0.2 580 | 58.0 =k 1199 4349
0 : |||‘ : ||| il L | .||‘.| | L Il |.| : |-‘| L 1l : |‘| | : .| : 1479 L : : :
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Agilent Technologies Page 4 of 5 Printed at: 12:35 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 3 |* Scan (11.769-11.873 min, 19 Scans) TOX21_400032_TMS 4.D Subtract
31 61.0
2.5
2,
1.5
14
05 42.0 a0 185.0
. . 88.0
0142 270 L p5” %89 1189 1471 17I1.9‘ ) | | .
20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (11) in "+ TIC Scan"
x10 3 + Scan (14.627-14.778 min, 27 Scans) TOX21_400032_TMS 4.D Subtract
4 168.0
50.0 76.0
3,
30.0 92.0
2 122.0
63.0
14
39.0 ‘ ‘ ol 1380 .,
0 15-9‘ L |||‘. |.|I.. 1l | iy I _ I |‘ ‘| | L
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)
Spectrum Source
Peak (12) in "+ TIC Scan"
x10 5 |* Scan (21.015-21.108 min, 17 Scans) TOX21_400032_TMS 4.D Subtract
1 313.3
0.8
75.0
0.6
0.4
43.1 103.0
0.2
0 29|1 |I Ly |I|||| ||I|. II||I |I |||I|| | 1 1|2I91 157'1 1851 2272 255-2 2973 I
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

--- End Of Report ---

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Data Filename
Position 24
User Name Long

User Chromatograms

TOX21_400032_TMS 5.D

Sample Name
Instrument Name
Acq Method

5975C_MR

NCGC Tox21_400032 from A24 SP109738

C1_28-0_2_520_mt384_sndv.M

x10 6 |+ TIC Scan TOX21_400032_TMS 5.D
1.4 21.048 1
1.2+
14
0.8
0.6
0.4+
0.2 14.645
9.365 I
Oi T T T T T T T T T T T T T T T T T T T
8 9 10 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Counts vs. Acquisition Time (min)

x10 6 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
1 21.040
0.8
0.6
0.4
0.2 | 14.637
0,

8 9 10

12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27

Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.308-7.366 min, 11 Scans) TOX21_400032_TMS 5.D Subtract
2,
1.5
1

0.5

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

410 3 |+ Scan (7.389-7.459 min, 13 Scans) TOX21_400032_TMS 5.D Subtract
| 147.1
4
3,
73.1

2,

1] 103.0

oL 270 N7 ) | 880 RO | 10 |

20 40 60 80 100 120 140 160 180 200 220 240

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.476-7.499 min, 5 Scans) TOX21_400032_TMS 5.D Subtract

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (7.534-7.632 min, 18 Scans) TOX21_400032_TMS 5.D Subtract
4 126.0
3
2 69.0
78.0 173.1
1 450 61.0
28.0 56.0
0 15.0 AT “H\ \m‘ 1l 86.0 97\-0 ! 114.0 ‘ 145.0 15§'O 1921

20 30 40 50 60 70 80 90

100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4 |+ Scan (7.945-8.107 min, 29 Scans) TOX21_400032_TMS 5.D Subtract

251 61.0

2,

151

1,

73.1
0.51 149.1
45.0 105.0
0 270 7 | |186.0 | 132.0 169.1 198.1 216.1 245.1
20 40 60 8 100 120 140 160 180 200 220 240 260

Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

<10 3 |+ Scan (8.587-8.668 min, 15 Scans) TOX21_400032_TMS 5.D Subtract

1.4 75.0

1.2

1,
0.8 1271 1551
0.6-
0.4l 45.0
0'2 142.1

1, 289 590 11850 1109 | 188.1

0 | - |‘|||.| 1 I‘..l ! . — A I.‘ | 1 ‘ ‘ ‘ ‘ ‘ ‘

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

%10 2 |+ Scan (9.356-9.420 min, 12 Scans) TOX21_400032_TMS 5.D Subtract
8 73.0
6 105.0
4
163.0
24 45.0 58.0
16.0 29|0 ||| ‘650 H‘ 91.0 ‘ 119.0 13?01471 1701
0 | 1 1IN L | L1 L Ml 1 ‘\

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (14.627-14.726 min, 18 Scans) TOX21_400032_TMS 5.D Subtract

| 50.0
6 76.1
54 168.1

4 30.0
3 92.1

5 63.0 122.0

14 39.0

138.1
152.0
04 18'9 ] I”‘ 1 |||| || ‘ —1 . AN 108.0 | L

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (9) in "+ TIC Scan"

x104 |+ Scan (21.015-21.102 min, 16 Scans) TOX21_400032_TMS 5.D Subtract

6 -5 8 313.4

31 43.1 103.1

1
29.1
ol ..‘. |I... ||1??1 157.1  185.2 2272 2553 297.3 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400032_TMS 6.D Sample Name NCGC Tox21_400032 from A24 SP109778
Position 24 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

%10 6 |* TIC Scan TOX21_400032_TMS 6.D
14 21.435

0.8+
0.6

0.4
0.2 14.953

12,118 J
ol 9.686 118 L

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23
Counts vs. Acquisition Time (min)

24 25 26 27

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...

21.429

2+ 14.947

RN 12.708 I

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23
Response Units vs. Acquisition Time (min)

24 25 26 27
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.684-7.736 min, 10 Scans) TOX21_400032_TMS 6.D Subtract

1.4 170.0
77.0
1.2 120.0

14
0.8+

0.6+ 64.0 147.0
0.4 45.0 103.0
0o 29.0 59.0 ‘
21 188.1
0 N ||||| ‘I||||||||IH‘\‘ H ‘ | M nl |.. N l ] || | 1

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (2) in "+ TIC Scan"

10 4 |+ Scan (7.736-7.846 min, 20 Scans) TOX21_400032_TMS 6.D Subtract
5 12
4
3
2 78.0 173.0
| 450  61.0
ol150 2? . o6 ?“ ) 859 970 1140 1470 191.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (3) in "+ TIC Scan"

x103 |+ Scan (8.020-8.089 min, 13 Scans) TOX21_400032_TMS 6.D Subtract
1754 126.0
1.5
1.25 69.0
14 141.0
0.75- 78.0
0.5
28.0 56.0 113.9
0.25- ‘ 43.9‘ “ ‘ 96.9 155.0 1921
0 . 1 . ‘\ L “\ \“ \L“ l 4 il y L . . . .
20 40 60 80 100 120 140 160 180 200 220

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 4 |+ Scan (8.275-8.413 min, 25 Scans) TOX21_400032_TMS 6.D Subtract

3.5
3,
2.5
2,
1.51
1
0.5

20 40 60 80 100 120 140 160 180 200 220 240
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x102 |+ Scan (8.923-9.033 min, 20 Scans) TOX21_400032_TMS 6.D Subtract

8 75.0

6,

4 127.0 155.0

170.0
45.0
2] 142.0
59.0 84.9 .
18.0 280 i 98.9 120.0 |
0 ] “‘H “\H\ | ‘H“M“‘M “‘ 1 H‘ ‘ ] ) ] ] ‘\‘\ | ! |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"

x10 3 |+ Scan (9.628-9.727 min, 18 Scans) TOX21_400032_TMS 6.D Subtract

73.0
1.2+

1
0.8
0.6

103.0

163.0
0.41 45.0

0.2- 280 ” I 58.0 I 120.0 134.9 146.9
hiinm

oL 1807 Il 87.9 . | | 188.0
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 3 |+ Scan (12.082-12.163 min, 15 Scans) TOX21_400032_TMS 6.D Subtract
61.0

11 42.0 185.0
15.0 27.0 || 890 880 115.9 147.0

20 40 60 80 100 120 140 160 180 200 220
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (8) in "+ TIC Scan"

x103 |+ Scan (12.678-12.764 min, 16 Scans) TOX21_400032_TMS 6.D Subtract
2.5 104.0

2,
1.5 62.0

1,

47.0

69.0 88.9

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Counts vs. Mass-to-Charge (m/z)

0.5

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3 |+ Scan (14.917-15.009 min, 17 Scans) TOX21_400032_TMS 6.D Subtract

7 50.0 76.0

168.0

30.0
41 92.0

3
63.0 122.0

1 39.0 ‘ 138.0
0 152.0
0 18'9 . . ,|I. Al L 1080 | I I

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

x10 4 |+ Scan (21.403-21.478 min, 14 Scans) TOX21_400032_TMS 6.D Subtract

75.0 3133
4,
3,
2 43.1 103.0
1,
29.1 129.0
Ll [ 1290 1571 1851 2131 2411 2692 2972

0 i I|‘||||.| . . . . : .
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400032_TMS 7.D Sample Name NCGC Tox21_400032 from A19 SP109798
Position 19 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M
User Chromatograms
x10 6 |+ TIC Scan TOX21_400032_TMS 7.D
1 21.419 1
0.8+
0.6
0.4
0.2 14.939
0 9.651 12.104 j
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Counts vs. Acquisition Time (min)
x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
A 21.413
6,
5,
4
3,
2 14.934
" k
O,
8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.534-7.574 min, 8 Scans) TOX21_400032_TMS 7.D Subtract
3.5

3,

2.5-

2,

1.5

14

0.5 32.0 ‘ ‘ H
AL,

0 L1 | .||‘||.|| \ ‘ \ |

20 30 40 50 60 70 8 90 100 110 120 130 140
Counts vs. Mass-to-Charge (m/z)

28.0
63.0

45.0 78.0

18.0

68.9 10?-0 119.9
i 1 n

Spectrum Source
Peak (2) in "+ TIC Scan"

x10 2 |+ Scan (7.574-7.586 min, 3 Scans) TOX21_400032_TMS 7.D Subtract

1.75+ 28.0
1.51 71
1.25+ 47 ( ‘
14
0.75+

35.0 009
0.51 480
0.25 H 93.9 105.0

ol 1L WH \f“2‘- n “6-9 8o | | | | |

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

119.0 146.9

Spectrum Source
Peak (3) in "+ TIC Scan"

x102 |+ Scan (7.598-7.638 min, 8 Scans) TOX21_400032_TMS 7.D Subtract
2] 63.0
73.0
151 47.0
221.0
] 28.0 105.1
0.5
93.8
il TR O s e LA
0 h“ Jitfl L H\Lm \“‘ VI “ | 1 | | | | L
20 40 60 80 100 120 140 160 180 200 220 240 260 280

Counts vs. Mass-to-Charge (m/z)
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3
1
0.8
0.6
0.4

0.2+

0

+ Scan (7.684-7.742 min, 11 Scans) TOX21_400032_TMS 7.D Subtract

Counts vs. Mass-to-Charge (m/z)

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

Spectrum Source
Peak (5) in "+ TIC Scan"

x10 4

15.0

45.0

+ Scan (7.742-7.835 min, 17 Scans) TOX21_400032_TMS 7.D Subtract

126.0

69.0
78.0
61.0

56.0

92.0 106.0 ‘
L 1 |

138.9

1568.0

173.0

28.0
0 | \‘\‘

20 30

I
0 50

60 70 80 90 100 110 120 130
Counts vs. Mass-to-Charge (m/z)

140

150 160

170

Spectrum Source
Peak (6) in "+ TIC Scan"

28.0

+ Scan (8.014-8.089 min, 14 Scans) TOX21_400032_TMS 7.D Subtract

68.9

78.0

I 61|'9 940 105.0

113.9

126.0

| 4

141.0

. oy Ly
60 70 100

80 90 110
Counts vs. Mass-to-Charge (m/z)

120 130

140
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x104 |+ Scan (8.257-8.361 min, 19 Scans) TOX21_400032_TMS 7.D Subtract
3.5+
3,
2.5
2
1.5
1,
0.51 45.0
0 ‘27'0. ‘||.. el ‘m“

61.0

73.0
149.0

| | 1200 | 169.0

100.0

198.0 216.0

100 120 140 160 180

Counts vs. Mass-to-Charge (m/z)

20 40 60 80

200 220 240

Spectrum Source
Peak (8) in "+ TIC Scan"

+ Scan (9.599-9.704 min, 19 Scans) TOX21_400032_TMS 7.D Subtract
73.0

104.9

45.0

57.9
29.0

||l 911 1 12?0

1

349 1498

1L,
‘

60

|| 1
50

0 ‘
20

30

40 70 80 90 100 110 120
Counts vs. Mass-to-Charge (m/z)

130

140 150 160

Spectrum Source
Peak (9) in "+ TIC Scan"

x10 3 |+ Scan (12.070-12.145 min, 14 Scans) TOX21_400032_TMS 7.D Subtract

259 61.0
2
1.5
14

0.5 42.0

87.9 115.9

184.9
L

ol 29 Iy | _ 1189
20 40 100 120 140 160
Counts vs. Mass-to-Charge (m/z)

80

180

200 220

' ‘ Agilent Technologies

Page 4 of 5

Printed at: 12:35 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

%10 3 |+ Scan (12.678-12.741 min, 12 Scans) TOX21_400032_TMS 7.D Subtract
1.6
1.4-
1.2

14 62.0
0.8
0.6

104.0

47.0 88.9

0.4+
0.2 28.0 34.9 |499 889 779
oo e i ) ke [
20 30 40 50 60 70 80 90 100 110 120
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (11) in "+ TIC Scan"

x103 |+ Scan (14.905-14.998 min, 17 Scans) TOX21_400032_TMS 7.D Subtract

8
50.0 76.0

6 168.0

51 30.0
4 92.0

] 122.0
3 63.0

1 39.0 ‘ 138.0 152.0
o180 | [ AL AL ! 107:9 L 1 d

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (12) in "+ TIC Scan"

x104 |+ Scan (21.385-21.455 min, 13 Scans) TOX21_400032_TMS 7.D Subtract

51 75.0

4l 313.3

31

2 43.1 103.0

291
‘m \\‘ nu“ M\ \\1290 157.0 185.1 2131 2412 269.2 2973 |

20 40 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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